Journal of 
Niagnetic 
Resonance 


EDITOR: Wallace S. Brey, Jr. 


EDITORIAL BOARD: 


E. Raymond Andrew 


Edwin D. Becker 
James W. Cooper 
Richard Ernst 
Ray Freeman 

J. H. Goldstein 
David M. Grant 
R. K. Harris 


ACADEMIC PRESS 


James S. Hyde 


Charles S. Johnson, Jr. 


J. Jonas 

Robert Kaptein 
Lowell Kispert 
Gerd La Mar 
George C. Levy 
Ralph Livingston 


Volume 48, 1982 


A Subsidiary of Harcourt Brace Jovanovich, Publishers 


New York London 


Paris San Diego San Francisco S&o Paulo Sydney Tokyo Toronto 


Bruce McGarvey 
Henry A. Resing 
Rex E. Richards 
A. Rigamonti 
Ian C. P. Smith 
E. O. Stejskal 
Robert L. Vold 
D. E. Woessner 


Copyright © 1982 by Academic Press, Inc. 


All Rights Reserved 


No part of this publication may be reproduced or transmitted in any form or by 
any means, electronic or mechanical, including photocopy, recording, or any infor- 
mation storage and retrieval system, without permission in writing from the copy- 
right owner. 

The appearance of the code at the bottom of the first page of an article in this 
journal indicates the copyright owner’s consent that copies of the article may be 
made for personal or internal use, or for the personal or internal use of specific 
clients. This consent is given on the condition, however, that the copier pay the 
stated per copy fee through the Copyright Clearance Center, Inc. (21 Congress 
Street, Salem, Massachusetts 01970), for copying beyond that permitted by Sections 
107 or 108 of the U.S. Copyright Law. This consent does not extend to other kinds 
of copying, such as copying for general distribution, for advertising or promotional 
purposes, for creating new collective works, or for resale. Copy fees. for pre-1982 
articles are the same as those shown for current articles. 


MADE IN THE UNITED STATES OF AMERICA 


CONTENTS OF VOLUME 48 


NUMBER 1, JUNE 1, 1982 


ALBERT LOTZ AND JURGEN VOITLANDER. !'B, !°B, and '*N Nuclear Quad- 
rupole Double Resonance in H,;BNH; 


L. BANcI, A. BENCINI, D. GATTESCHI, AND C. ZANCHINI. EPR Spectra 
of Triplet States with Large Zero-Field Splitting. [Cu(bipy)(OH)],SO,- 
AO ae wet Fens ee was A, SE cee yee cig a tag vic 1. Layeautos 


TERENCE M. KITE, JOHN E. DRUMHELLER, AND KENNETH EMERSON. EPR 
Investigations of the Quasi-two-dimensional Eclipsed Structures of 
(NH;(CH,),NH;)CuCl, with n = Dh. Bs aiid 74 eb dete Gi ier. 


L. CHARLES DICKINSON AND JAMES C. W. CHIEN. A New Method of 
Determining Direction Cosines in EPR Crystallography with Limited 
DESY ve Rh yk oe Vat tees CN 2 a Ce es ee SCY ee 


WILLIAM L. EARLANDD. L. VANDERHART. Measurement of '*C Chemical 
ShiltszintSolidseaes see et wee Bake BM le ea 


J.R. MorTON, K. F. PRESTON, AND D. L. THIBODEAU. The EPR Spectrum 
of a Manganese Center Observed in y-Irradiated (CH;);SnMn(CO), 
Se (ON IRGGUS CO Oe, ea ci alee Rae es ee ae eee tn 


JIRI POCHOBRADSKY. Optimal Field for Detection of Magnetically Labeled 
jetlerere, 5 des Samael 2 BPS ae Cae iy ant ne a ca Qe a 


VA Ee ne ean ean Pe ete Ste es Os 


L.-S. KAN, D. M. CHENG, AND J. CADET. Two-Dimensional 'H Nuclear 
Magnetic Resonance Studies on cis-syn meso Cyclobutadi-2’-deoxy- 
TVBAUIVEYS: om base yncgat Atal RO, teicher ee ane a aa 


C. M. Dosson, E. T. OLEJNICZAK, F. M. POULSEN, AND R. G. RATCLIFFE. 
Time Development of Proton Nuclear Overhauser Effects in Proteins 


RICHARD D. BATES, JR. Polarization of Solvent Nuclei by Nitroxide Spin 
PaDelseate lows MaApnClICRRICIUS sce. oe fet nh ener yg nee 


JAMES S. FRYE AND GARY E. MACIEL. Setting the Magic Angle Using a 
Coat a tee Nite ee Per Te en cca eek, ne se 


NOTES 


PETER STILBS AND BJORN LINDMAN. FT NMR Self-Diffusion for the 
Study of Counterion Binding in Polyelectrolyte Solutions ...... 


20 


26 


35 


ae 


63 


76 


86 


FREDERICK G. MorRIN, Mark S. SOLUM, JAMES D. WITHERS, DAVID 
M. GRANT, AND Don K. DALLING. The Temperature Dependence 
of the Magnetic Susceptibility and Proton and Carbon-13 Chemical 
Shifts of Tetramethylsilane .....2.....)neey eee eee 


GEOFFREY BODENHAUSEN, P. CARAVATTI, J. DELI, R. R. ERNST, AND 
H. SAUTER. Optical Alignment in Magic-Angle NMR ........ 


COMMUNICATIONS 


WOLFGANG BUCHNER AND WOLFDIETER A. SCHENK. Interpretation 
of '3C Chemical Shifts in Transition Metal Carbonyl Complexes 


KENNETH J. FRIESEN AND RODERICK E. WASYLISHEN. Sign of 'J('°N, 
SC). in Cyanide: lotwio-e cc: , a ae eee eee 


V. RuTAR. A Two-Step Pulse Sequence for Cancellation of Signals of 
Protonated.Carbons 2.6% ieee ee Pee eek ee 


THomasS H. MARECI AND RAY FREEMAN. Echoes and Antiechoes in 
Coherence Transfer NMR: Determining the Signs of Double- 
Quantum: Frequencies 4225474062 tee 2s 


NUMBER 2, JUNE 15, 1982 


K. BALASUBRAMANIAN. Computer-Assisted Enumeration of NMR Signals 


K. Morimoto, K. SHIMOMURA, AND A. UEKI. Spin-Lattice Relaxation of 
Methyl,Groups in the Rotating Frame) «90 


AKINORI HASEGAWA, MICHIRO HAYASHI, CAROLYN M. L. KERR, AND 
FFRANCON WILLIAMS. Coupled Transitions and Higher-Order Effects 
in Isotropic ESR Spectra 


WANG JIN-SHAN, ZHAO DE-ZHENG, JI TAO, HAN XIU-WEN, AND CHENG 
Guo-BAO. A Rapid Method for Heteronuclear Two-Dimensional J 
Spectroscopy 


T. BARBARA, C. F. Woop, AND B. P. DaILEy. Intermolecular Contributions 
to the Chemical Shielding Anisotropy in Crystalline Benzene 


MALCOLM H. Levitt. Symmetrical Composite Pulse Sequences for NMR 


Population Inversion. I. Compensation of Radiofrequency Field Inho- 
mogeneity 


KERRY K. KARUKSTIS AND PETER SMITH. INDO-MO Study of y-CH For- 
myl-Proton Couplings in Radicals from Vinyl Formate 


JEANNE M. VAN DIVENDER AND WILLIAM C. HuTTON. The Application 
of Homonuclear Two-Dimensional Chemical Shift Correlation Maps 
to the *'P Nuclear Magnetic Resonance of Mixtures of Nucleotides 
Involved in Cellular Bioenergetic Processes 


138 


143 


148 


152 


155 


158 


165 


178 


192 


216 


225 


234 


265 


RONALD Y. DonG. NMR Study of a Smectic A-Smectic B Transition in 
a Liquid Crystal 


D. J. STATES, R. A. HABERKORN, AND D. J. RUBEN. A Two-Dimensional 
Nuclear Overhauser Experiment with Pure Absorption Phase in Four 
Quadrants 


tions 


NOTES 


V. BELTRAN-LOPEZ AND J. JIMENEZ M. Simulation of Magnetic Re- 
sonance Spectra of Powders by Analytical Functions 


BRIAN A. PETTITT. The Electric Quadrupolar Hamiltonian ........ 


LINDA M. SWEETING. The Recovery-Preparation Time in Pulsed FT 
INIVIRBEXDCTIMCHUS terete ene eae, ante te eee ete ee aer ORS 


ROBERT J. WALTMAN, A. CAMPBELL LING, AND J. BARGON. Electron 
Spin Resonance Studies of the Radicals Derived from 2-Methyl- 
thiophencranGessNictnvuuran ice oe ee ee ee 


COMMUNICATIONS 


PEI, FENG-KUI, AND RAY FREEMAN. A Simple Scheme for Determining 
Multiplicity in Carbon-13 NMR Spectra .................... 


D. M. DopDDRELL, D. T. PEGG, AND M. R. BENDALL. Distortionless 
Enhancement of NMR Signals by Polarization Transfer ....... 


H. J. JAKOBSEN, O. W. SORENSEN, W. S. BREY, AND P. KANYHA. 
The “Magic Angle” for the Differentiation Between CH; and 
CH Multiplicities in '*C Spin-Echo J-Modulation Experiments 


PuiLip H. BOLTON. Assignments and Structural Information via Re- 
layéd Coherence Transfer*Spectroscopy* 22)... Ti. ft 


NUMBER 3, JULY 1982 


GINO CARTA, GUIDO CRISPONI, AND ADOLFO LAI. Reliability of the As- 
sociation Constants of 1:1 Molecular Complexes from NMR Data .. 


JACQUES COURTIEU, CHARLES L. MAYNE, DAvID M. GRANT, AND J. M. 
BERNASSAU. Differential Pulse Effects in the A; Spin System in An- 
isotropic Medium: Direct Measurement of the Quartet Minus Doublet 
COED LIOURLO NC aXa IOUS he) ee RS iti a dpe es 


M. E. MosELEy, R. PoupKo, AND Z. Luz. Ring Inversion in p-Dioxane. 
A Deuterium NMR Study in Liquid-Crystalline Solvents .......... 


280 


286 


293 


302 
309 


311 


314 


318 


323 


328 


336 


341 


346 


BOGUMIL BRZEZINSKI AND GEORG ZUNDEL. Influence of Solvents on In- 
tramolecular Hydrogen Bonds with Large Proton Polarizability 


A. Naito, S. GANAPATHY, AND C. A. MCDowELL. '*N Quadrupole Effects 
in CP-MAS °C NMR Spectra of Organic Compounds in the Solid 
Statewoiacd. Pidaui eserves ct halas 06660 eee 


F. Y. Ross, T. R. WHITE, AND W. S. GLAUNSINGER. Electron Para- 
magnetic Resonance Studies of the Dilute Europous Alloys Eu,- 
YDL.ANHg)6 oc ce os sae ba ooo e's oo 


G. M. CLORE AND A. M. GRONENBORN. Theory and Applications of the 
Transferred Nuclear Overhauser Effect to the Study of the Confor- 
mations of Small Ligands Bound to Proteins ..................... 


BARNEY L. BALES. Correction for Inhomogeneous Line Broadening in Spin 
Labels,:Tlitex. oe v3 4 Beco esds Hae ed ced ee ee 


IOANNIS P. GEROTHANASSIS, JURGEN LAUTERWEIN, AND NORMAN SHEP- 
PARD. Natural-Abundance ''?O NMR of Monosaccharides ......... 


R. G. BRERETON AND S. P. Sisist. Absolute Value and Phased Fourier 
Transform NMR Spectra. Shift Distortions and Resolution ........ 


MARINA BRUSTOLON, ANNA LISA MANIERO, AND CARLO CORVAJA. 
ENDOR Study of a Radical from Succinic Acid. Noncrossing of Proton 
Spin Levels 


CHERIE H. EVERHART AND CHARLES S. JOHNSON, JR. The Determination 
of Tracer Diffusion Coefficients for Proteins by Means of Pulsed Field 
Gradient NMR with Applications to Hemoglobin 


JEAN DAVOUST AND PHILIPPE F. DEVAUx. Simulation of Electron Spin 
Resonance Spectra of Spin-Labeled Fatty Acids Covalently Attached 
to the Boundary of an Intrinsic Membrane Protein. A Chemical Ex- 
change Model 


P. DIEHL, J. JOKISAARI, J. AMREIN, T. VAANANEN, AND P. PyykKO. De- 
termination of the '*C-'’C and '*C-'°N Coupling Constant Anisotropies 
of Acetonitrile Partially Oriented by Nematic Liquid Crystals 


JAMES J. DECHTER, ULF HENRIKSSON, JOZEF KOWALEWSKI, AND ANN- 
CHATRIN NILSSON. Metal Nucleus Quadrupole Coupling Constants 
in Aluminum, Gallium, and Indium Acetylacetonates 


COMMUNICATIONS 


JURG HULLIGER, LINUS ZOLLER, AND JOHN H. AMMETER. Orienta-" 


tion Effects in EPR Powder Samples Induced by the Static Mag- 
netic Field 


361 


367 


382 


402 


418 


431 


447 


457 


466 


475 


495 


503 


PEI, FENG-KUI, AND RAY FREEMAN. Mapping the Pattern of Proton- 


Proton Spin Coupling in a Spectrum of Many Lines .......... 519 
KurRT W. ZILM AND DAVID M. GRANT. High-Resolution NMR Spec- 
Pr AaWit hed (COUPUNSS NE ONOS Mt afi ck bs es ek wens fess 524 
Book REVIEWS 
Handbook of High Resolution Multinuclear NMR. By C. Brevard and 
RCL ENC ets ee coe eld vi SERRE svat 
Biological Magnetic Resonance, Vol. 3. Edited by L. J. Berliner and 
ecUDC! murat o0 «5 fe eerie cs dos See A Se 527 
ANNOUNCEMENTS AND NEWS ITEMS 52. ...... 2.0250 cee eee dee enews 530 
AEREHORIENDEX FORUY OLUME:AG a ine Mt oo 5b oo se een dee see 532 


The Subject Index for Volume 48 will appear in the December 1982 issue as 
part of a cumulative index for the year 1982. 


oe 
” 
- 


